
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.251    23   28   37 rVB   369117    478729  10.65%   2.160%
  2   5.169   520  524  535 rBV    34838     56775   1.26%   0.256%
  3   5.598   592  597  618 rBV3   66659    399812   8.89%   1.804%
  4   6.610   763  769  770 rBV2   67604    105114   2.34%   0.474%
  5   6.716   784  787  824 rBV   811212   1693852  37.67%   7.644%
 
  6   6.951   824  827  848 rVV   142519    504201  11.21%   2.275%
  7   7.098   848  852  891 rVB  1824074   2784485  61.92%  12.565%
  8   7.516   919  923  945 rBV   920539   2046128  45.50%   9.234%
  9   7.657   945  947  964 rVB2   47976    123143   2.74%   0.556%
 10   8.228  1040 1044 1066 rBV   328337    790195  17.57%   3.566%
 
 11   9.298  1222 1226 1266 rBV  3029692   4496701 100.00%  20.292%
 12   9.980  1339 1342 1363 rVB   706761    918796  20.43%   4.146%
 13  10.774  1474 1477 1489 rBV  1016835   1617192  35.96%   7.298%
 14  10.857  1489 1491 1514 rVB    91784    206486   4.59%   0.932%
 15  11.480  1593 1597 1613 rBV   505691    920935  20.48%   4.156%
 
 16  13.063  1861 1866 1894 rBV  2724136   3615193  80.40%  16.314%
 17  13.927  2010 2013 2024 rBV    77786    118144   2.63%   0.533%
 18  14.133  2044 2048 2066 rBV   434871    719647  16.00%   3.248%
 19  15.662  2303 2308 2328 rBV   247232    564263  12.55%   2.546%
 
 
                        Sum of corrected areas:    22159791
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.25   18.99 ng         478729   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
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5000

m/z-->

Abundance Scan 28 (2.251 min): BF104295.D (-23) (-)
73

43
8755

37
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5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87

27
6737 49 101
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5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
9767 1127947 129
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5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

2.20 2.30 2.40 2.50 2.60 2.70

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  43.10   32.40%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  87.10   25.57%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  55.10   23.90%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  71.10   10.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    2.25 ng          56775   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 32
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 25
 4 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 25
 5 Guanidine                            59 CH5N3          000113-00-8 9 
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5000

m/z-->

Abundance Scan 524 (5.169 min): BF104295.D (-520) (-)
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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15 10131 8337 5325
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m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 84695137
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5000

m/z-->

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15 53 78 95

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   68.21%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   26.49%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.79%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown6.72                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72   67.19 ng        1693850   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 Xenon                               132 Xe             007440-63-3 9 
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5000

m/z-->

Abundance Scan 788 (6.722 min): BF104295.D (-784) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   36.93%

6.40 6.60 6.80 7.00

m/z 134.00   32.34%

6.40 6.60 6.80 7.00

m/z  65.95   22.33%

6.40 6.60 6.80 7.00

m/z  69.05   13.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Cyclopentasiloxane, decamet...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.66    3.12 ng         123143   Naphthalene-d8              8.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentasiloxane, decamethyl-     370 C10H30O5Si5    000541-02-6 83
 2 3-Amino-2-phenazinol ditms          355 C18H25N3OSi2   1000332-15-5 47
 3 N,N-Dimethyl-N'-(10-propyl-10H-a... 355 C24H25N3       1000286-20-4 38
 4 N-(Trifluoracetyl)-O,O',O''-tris... 495 C20H36F3NO4Si3 054135-51-2 32
 5 N-(Trifluoroacetyl)-O,O',O''-tri... 481 C19H34F3NO4Si3 1000072-26-3 32
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5000

m/z-->

Abundance Scan 948 (7.663 min): BF104295.D (-945) (-)
267
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9941
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50 100 150 200 250 300 350

5000

m/z-->

Abundance #196317: Cyclopentasiloxane, decamethyl-
73
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267

45 249193 32315428 223133108 293176

50 100 150 200 250 300 350

5000

m/z-->

Abundance #187185: 3-Amino-2-phenazinol ditms
73

355

45 268237
324102 126 208147 181 294
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5000

m/z-->

Abundance #187442: N,N-Dimethyl-N'-(10-propyl-10H-acridin-9-ylidene)...
355

268208
2961807751 237152121 313104 338

7.40 7.60 7.80 8.00

m/z 267.00  100.00%

7.40 7.60 7.80 8.00

m/z 355.10   81.17%

7.40 7.60 7.80 8.00

m/z  73.00   66.76%

7.40 7.60 7.80 8.00

m/z 356.10   41.41%

7.40 7.60 7.80 8.00

m/z 357.00   24.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.86    4.48 ng         206486   Phenanthrene-d10           11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 86
 2 Eicosane                            282 C20H42         000112-95-8 86
 3 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 80
 4 Hexadecane                          226 C16H34         000544-76-3 78
 5 Heptadecane                         240 C17H36         000629-78-7 72
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5000

m/z-->

Abundance Scan 1492 (10.863 min): BF104295.D (-1489) (-)
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m/z-->

Abundance #141426: Heneicosane
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113 141 169 296197 225 25326 268

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #129492: Eicosane
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113 141 169 282197 22526 253
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5000

m/z-->

Abundance #140552: Dodecane, 1-iodo-
57
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128 18326

10.60 10.80 11.00 11.20

m/z  57.00  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   70.27%

10.60 10.80 11.00 11.20

m/z  43.05   60.60%

10.60 10.80 11.00 11.20

m/z  85.05   46.35%

10.60 10.80 11.00 11.20

m/z  41.10   28.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Behenic alcohol                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    3.28 ng         118144   Chrysene-d12               14.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 94
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 94
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 2013 (13.927 min): BF104295.D (-2010) (-)
8357

111

39 139 208

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280 308196 224 252

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
8355

111

29
139 238168 266196

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139 167 308195 336222 250 280

13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.60 13.80 14.00 14.20

m/z  57.00   92.62%

13.60 13.80 14.00 14.20

m/z  97.10   86.32%

13.60 13.80 14.00 14.20

m/z  43.05   84.28%

13.60 13.80 14.00 14.20

m/z  55.05   78.30%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
  Data File : BF104295.D                                          
  Acq On    :  6 Apr 2018   2:42
  Operator  : JU/SJ
  Sample    : J2226-13
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.25    19.0 ng     478729  1   6.95  504201  20.0
2-Pentanone, 4-hy...   5.17     2.3 ng      56775  1   6.95  504201  20.0
unknown6.72            6.72    67.2 ng    1693850  1   6.95  504201  20.0
Cyclopentasiloxan...   7.66     3.1 ng     123143  2   8.23  790195  20.0
Heneicosane           10.86     4.5 ng     206486  4  11.48  920935  20.0
Behenic alcohol       13.93     3.3 ng     118144  5  14.13  719647  20.0
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